Single-crystal X-ray study T = 120 K Mean (C-C) = 0.004 Å R factor = 0.032 wR factor = 0.074 Data-to-parameter ratio = 18.0 For details of how these key indicators were automatically derived from the article, see http://journals.iucr.org/e. # 2005 International Union of Crystallography Printed in Great Britain -all rights reserved The title compound, C 8 H 8 BrNO, posseses normal geometrical parameters. The crystal packing is influenced by an intermolecular N-HÁ Á ÁO hydrogen bond.
The dihedral angle between the mean planes of the benzene ring (atoms C1-C6) and the N1/O1/C7/C8 side-chain grouping in (I) is 42.75 (14) . This is intermediate between the situation in acetanilide [i.e. (I) without the Br atom], C 8 H 9 NO (Brown, 1966; Wasserman et al., 1985) , where the aromatic ring and side chain are twisted by 17.6 , and N-methylacetanilide, C 9 H 11 NO (Pederson, 1967) , where the two corresponding groups of atoms are constrained by symmetry to be perpendicular. The C ar -N (ar = aromatic) bond distances are almost identical in (I) and acetanilide (Brown, 1966) , being 1.418 (4) and 1.417 (2) Å respectively, as are the C c -N (c = carbonyl) distances, at 1.358 (4) and 1.355 (2) Å , respectively. The equivalent distances in N-methylacetanilide (Pederson, 1967) , where any electronic conjugation between the benzene ring and amide group is presumably impossible because of their perpendicular orientation, are distinctly different, with C ar -N much longer at 1.474 Å and C c -N significantly shorter at 1.325 Å .
The bond angle sum about N1 in (I) is 360.0 , suggesting that this atom is essentially sp 2 -hybridized. All the other geometrical parameters for (I) lie within their expected ranges (Allen et al., 1995) .
The crystal packing in (I) is influenced by an N-HÁ Á ÁO hydrogen bond (Table 1 and Fig. 2 ) that links the molecules into chains propagating along [100] . There are nostacking interactions in (I). The packing is shown in Fig. 3 .
Experimental 2-Bromoaniline (3.44 g, 20.0 mmol) was added to a solution of acetyl chloride (1.88 g, 24.0 mmol) and DIPEA (N,N-diisopropylethylamine) (3.12 g, 24.0 mmol) in dry tetrahydrofuran (20 ml) at 273 K. On completion (as monitored by thin-layer chromatography), the reaction mixture was diluted with water (20 ml) and the product was extracted with EtOAc (3 Â 20 ml). The organic phase was then washed with water (2 Â 20 ml) and brine (20 ml), then dried (MgSO 4 ) and evaporated under reduced pressure to yield the crude product, which was recrystallized from CH 2 Cl 2 to give (I) (yield 97%, 4.13 g) as clear needles; one of these was cut to a block for data collection; m.p. 363-364 K; R F = 0.12 [hexane/EtOAc )/3 (Á/) max = 0.001 Á max = 0.76 e Å À3 Á min = À0.38 e Å À3 Extinction correction: SHELXL97 Extinction coefficient: 0.0163 (11) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1; y; z.
All the C-bound H atoms were placed in idealized positions (C-H = 0.95-0.98 Å ) and refined as riding on their carriers with the constraint U iso (H) = 1.2U eq (carrier) or U iso (H) = 1.5U eq (methyl carrier) applied. The methyl group was allowed to rotate about the C7-C8 bond as a rigid group. The N-bound H atom was located in a Detail of (I) showing how the N-HÁ Á ÁO hydrogen bond (dashed lines) links molecules into a chain. The view direction is perpendicular to the mean plane of the benzene ring of the central molecule, showing that no stacking occurs. All H atoms except atom H1 and its symmetry equivalents have been omitted for clarity. [Symmetry codes: (i) x À 1, y, z;
Figure 3
The packing in (I), viewed down [100], with all H atoms except H1 omitted for clarity.
Figure 1
View of (I) (50% probability displacement ellipsoids; H atoms are drawn as small spheres of arbitrary radii).
difference map and its position was freely refined with the constraint U iso (H) = 1.2U eq (N).
Data collection: COLLECT (Nonius, 1998); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: SCALEPACK, DENZO (Otwinowski & Minor, 1997) and SORTAV (Blessing, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97.
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S1. Comment
The title compound, C 8 H 8 BrNO, (I), (Fig. 1) was prepared as an intermediate in a natural product synthesis.
The dihedral angle between the mean planes of the benzene ring (atoms C1-C6) and the N1/O1/C7/C8 side-chain grouping in (I) is 42.75 (14)°. This is intermediate between the situation in acetanilide [i.e. (I) without the Br atom], C 8 H 9 NO (Brown, 1966; Wasserman et al., 1985) , where the aromatic ring and side chain are twisted by 17.6°, and Nmethylacetanilide, C 9 H 11 NO (Pederson, 1967) , where the two equivalent groups of atoms are constrained by symmetry to be perpendicular. The C ar -N (ar = aromatic) bond distances are almost identical in (I) and acetanilide (Brown, 1966) , being 1.418 (4) and 1.417 (2) Å respectively, as are the C c -N (c = carbonyl) distances, at 1.358 (4) and 1.355 (2) Å, respectively. The equivalent distances in N-methylacetanilide (Pederson, 1967) , where any electronic conjugation between the benzene ring and amine group is presumably impossible because of their perpendicular orientation, are distinctly different, with C ar -N much longer at 1.474 Å and C c -N significantly shorter at 1.325 Å.
The bond angle sum about N1 in (I) is 360.0°, suggesting that this atom is more or less sp 2 -hybridized. All the other geometrical parameters for (I) lie within their expected ranges (Allen et al., 1995) .
The crystal packing in (I) is influenced by an N-H···O hydrogen bond (Table 1 and Fig. 2 ) that links the molecules into chains propagating in [100] . There are no π-π stacking interactions in (I). The unit-cell packing is shown in Fig. 3 .
S2. Experimental
2-Bromoaniline (3.44 g, 20.0 mmol) was added to a solution of acetyl chloride (1.88 g, 24.0 mmol) and DIPEA (N,Ndiisopropylethylamine) (3.12 g, 24.0 mmol) in dry tetrahydrofuran (20 ml) at 273 K. On completion (as monitored by thin-layer chromatography), the reaction mixture was diluted with water (20 ml) and the product was extracted with EtOAc (3 × 20 ml). The organic phase was then washed with water (2 × 20 ml) and brine (20 ml), then dried (MgSO 4 ) and evaporated under reduced pressure to yield the crude product, which was recrystallized from CH 2 Cl 2 to give (I) (yield 97%, 4.13 g) as clear needles; one of these was cut to a block for data collection; m.p. 363-364 K; R F = 0.12 
S3. Refinement
All the C-bound hydrogen atoms were placed in idealized positions (C-H = 0.95-0.98 Å) and refined as riding on their carriers with the constraint U iso (H) = 1.2U eq (carrier) or U iso (H) = 1.5U eq (methyl carrier) applied. The methyl moiety was allowed to rotate about the C7-C8 bond as a rigid group. The N-bound H atom was located in a difference map and its supporting information sup-2 Acta Cryst. (2005) . E61, o3156-o3158 position was freely refned with the constraint U iso (H) = 1.2U eq (N).
Figure 1
View of (I) (50% probability displacement ellipsoids; H atoms are drawn as small spheres of arbitrary radii). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (4) 
